Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.007 Å; R factor = 0.079; wR factor = 0.211; data-to-parameter ratio = 14.0. organic compounds o1156 Kurbanova et al.
The six-membered oxacyclohexene ring of the title compound, C 13 H 14 N 2 O 2 S, is fused with the benzene ring and the quarternary C atom lies above the plane of the benzene ring by 0.229 (8) Å , whereas the methine C atom (which bears the acetyl substituent) lies below this plane by 0.595 (8) Å . The oxacyclohexene ring is also fused with the sofa-shaped 2,6diazacyclohexanone ring. The methine C atom that belongs to both six-membered rings lies above the mean plane of the other five atoms (r.m.s. deviation = 0.077 Å ) by 0.759 (5) Å . In the crystal, N-HÁ Á ÁS hydrogen bonds link adjacent molecules into a linear chain.
Related literature
For related structures, see: Kettmann & Svetlík (1996 , 1997 ; Kurbanova et al. (2009) Table 1 Hydrogen-bond geometry (Å , ).
Symmetry codes: (i) Àx þ 1; Ày þ 1; Àz þ 1; (ii) Àx þ 2; Ày þ 1; Àz þ 1.
Data collection: APEX2 (Bruker, 2005) ; cell refinement: SAINT (Bruker, 2005) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: X-SEED (Barbour, 2001) ; software used to prepare material for publication: publCIF (Westrip, 2010) . Fig. 1 ), is a conformationally restricted dihydropyrimidine analogue of 1,4-dihydropyridine-type calcium antagonists; the crystal structures of similar compounds have been reported (Kurbanova et al., 2009; Kettmann & Svetlík, 1996; Kettmann & Svetlík, 1997) . Tthe six-membered oxacyclohexene ring that is fused with the benzene ring has the quarternary C atom lying above the plane of the benzene ring and the methine C (which bears the acetyl substituent) lying below this plane. The oxacyclohexene ring is also fused with the sofa-shaped diazacyclcohexane ring; the methine C that belongs to both six-membered rings lies above the mean plane of the other five atoms. Hydrogen bonds of the type N-H···S link adjacent molecules to form a linear chain (Fig. 2) .
Experimental
In round-bottom flask that was fitted with a reflux condenser and a mechanical stirrer, salicylaldehyde (1.25 mol), acetylacetone (1.50 mol), thiocarbamide (1.25 mol), trichloroacetic acid (25 mg) and ethanol (10 ml) were reacted for 3 h. The solid that formed was collected and recrystallized from ethanol, m.p. 514-515 K; yield 80%.
Refinement
Hydrogen atoms were placed in calculated positions [C-H 0.93 to 0.9 and N-H 0.88 7 Å; U(H) 1.2 to 1.5U(C,N)] and were included in the refinement in the riding model approximation. Fig. 1 . Thermal ellipsoid plot (Barbour, 2001) of the hydrogen-bonded dimeric structure of C 13 H 14 N 2 O 2 at the 50% probability level; hydrogen atoms are drawn as spheres of arbitrary radius. 
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Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq S1 0.70755 (12) 0.51631 (6) 
